Supporting Information
(b) B3LYP 6-31G** 6-31G** -6-31G** 6-31G** S 1.9 Å 0.22 / 1.04 0.89 (c) B3LYP 6-31G** 6-31G** 6-31G** 6-31G** 6-31G** S 1.9 Å 0.29 / 1.07 0.89 (d) B3LYP 6-31G** 6-311++G** --6-31G** S 1.9 Å 0.41 / 1.12 1.17 6.3 (6.5) 6.8 (7.1) (e) B3LYP 6-31G** 6-311++G** -6-31G** 6-31G** S 1.9 Å 0.41 / 1.11 1.18 (f) B3LYP 6-31G** 6-311++G** 6-31G** 6-31G** 6-31G** S 1.9 Å 0.48 / 1.14 1.18 (g) B3LYP 6-31G** cc-pVTZ(-f)++ --6-31G** S 1.9 Å 0.38 / 1.07 (6.5) (h) B3LYP 6-31G** cc-pVTZ(-f)++ 6-31G** -6-31G** S 1.9 Å 0.44 / 1.10 (i) B3LYP 6-31G** cc-pVTZ(-f)++ 6-31G** 6-31G** 6-31G** S 1.9 Å 0.45 / 1.09 (d') B3LYP 6-31G** 6-311++G** --6-31G** S 1. 
